A robust framework for rapid deployment of a virtual screening laboratory.
A high throughput framework for virtual screening (VS) applications has been designed which enables researchers in in-silico drug discovery to deploy large scale time-consuming virtual screening experiments on High Performance/Grid computing environments. Issues related to enabling virtual screening on grids have been addressed extensively in the past; in this paper we describe a new framework, which supports the rapid deployment of virtual screening services based on UNICORE-6 and Meta Scheduling Service (MSS). We demonstrate, how the deployment of complex virtual screening workflows is facilitated by this framework and we provide some first results of the virtual laboratory testbed established in the course of the EU project PHOSPHORUS. The flexibility of the new VS framework allows easy deployment and integration of new resources and applications, making the Grid more accessible to the users.